Definitions Relating to GIPAW Calculated Shielding Tensors and Chemical Shifts
Tables S1 and S2 list the chemical shift tensor components calculated by the GIPAW approach. The principal components are labelled according to the Haeberlen convention:
The isotropic chemical shielding is given by:
while the reduced chemical shift anisotropy is defined as:
The asymmetry is defined as:
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